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Doc. S1. Supporting information about molecular docking
The initial structure of flumatinib was drawn using Maestro 9.0 and prepared using LigPrep. Epik option was employed to predict the putative ionization states at physiological condition, and conformers were generated using the MMFF force field.
The crystallographic structure of KIT complexed with imatinib (PDB entry 1t46) was downloaded from www.pdb.org, which was then imported to Maestro and processed using Protein Prepare Wizard. Waters was removed and global energy was minimized until RMSD value was below 0.3 angstrom using OPLS-AA force field. The Grid box centered at Imatinib was generated using Glide, and the standard precision mode was utilized during the docking simulation. The top scored pose was extracted and visualized using Pymol and Ligplot. 
